To further investigate other potential differences between the binary and ternary complexes, we have performed an essential dynamics (ED) analysis on both systems by considering the IscS-IscU tetrameric assembly for the sake of comparison. Specifically, we first performed a PCA on the ternary system and then projected the MD trajectories of the binary and ternary systems onto their respective first two eigenvectors, which in both cases account together for >50% of the total variance. A comparison of the 2D essential subspaces exploration highlights two main differences between the systems considered. Firstly, the ternary complex covers a slightly smaller conformational subspace as compared to the binary system. This further suggests that CyaY binding has a hampering effect on the overall IscSIscU dynamics. Moreover, the ED plane regions explored by the two systems do not overlap significantly. In principle, this may be due either to an effective difference in the sampling of the same collective motions in the two cases or to a more general and intrinsic difference between the two ED subspaces. The small normalized overlap (~0.261) between the eigenvector sets of the two systems indicates that the large amplitude motions of the two systems are, altogether, quite different. Therefore, we projected the trajectory of the ternary complex onto the eigenvectors of the binary complex in order to better visualize the collective dynamics of the IscS-IscU assembly of the former as compared to the CyaY-free system, e.g. in the motion of the IscS catalytic loop or in the IscU rocking motion. Fig. 7 shows a comparison between such projections onto the ED subspace of the binary system. As a result, the explored conformational subspace of the ternary system is narrower than the binary one, being the dynamics confined within only one "basin" of the ED plane and not at all superimposable with that of the binary system.
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As a result, the explored conformational subspace of the ternary system is narrower than the binary one, being the dynamics confined within only one "basin" of the ED plane and not at all superimposable with that of the binary system. Table S1 . Salt bridges at the IscS-CyaY interface within the ternary complex. All charged residues (Arg, Lys, Glu, Asp) whose side-chain distance (i.e., N…O) was found below 5 Å were considered in the analysis. The more persistent salt bridges (>35% of total simulation time) are reported, along with the highest percentage observed in both monomers.
The analysis revealed no salt bridges between IscU and CyaY. 
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